Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.004 Å; R factor = 0.056; wR factor = 0.129; data-to-parameter ratio = 13.6.
The title compound, C 29 H 17 FN 4 O 2 , may be used as a new precursor for obtaining bioactive molecules. There are two crystallographically independent molecules in the asymmetric unit. The phenyl ring, 4-fluorophenyl ring and 2-naphthyloxy ring are twisted with respect to the pyrrolopyrimidine ring by 52.30 (11)/49.05 (11), 80.94 (10)/88.36 (10) and 60.58 (7)/ 83.76 (7) , respectively. The crystal packing is stabilized by weak C-HÁ Á ÁN hydrogen bonds.
Related literature
For the biological activity of pyrimidinone derivatives, see: Kondo et al. (1986) and for their pharmaceutical activity, see: Bayomi et al. (1986) ; Ding et al. (2004) . For related structures, see: He et al. (2007) ; Hu et al. (2005 Hu et al. ( , 2006 Hu et al. ( , 2007 
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2001) T min = 0.985, T max = 0.991 14836 measured reflections 8839 independent reflections 5302 reflections with I > 2(I) R int = 0.082 Refinement R[F 2 > 2(F 2 )] = 0.056 wR(F 2 ) = 0.129 S = 0.93 8839 reflections 649 parameters H-atom parameters constrained Á max = 0.22 e Å À3 Á min = À0.20 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 2001) ; cell refinement: SAINT-Plus (Bruker, 2001) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: PLATON (Spek, 2009); software used to prepare material for publication: SHELXL97.
3-(4-Fluorophenyl)-2-(2-naphthyloxy)-4-oxo-5-phenyl-4,5-dihydro-3H-pyrrolo [3,2-d] 
Comment
Derivatives of pyrimidinone are attracting increasing attention in the synthetic chemistry community because of the important role played by such systems in many natural products, also in antibiotics and drugs (Kondo et al.,1986; Bayomi et al., 1986; Ding et al., 2004) . Recently, aza-Wittig reaction of functionalized iminophosphoranes with isocyanates were applied to produce carbodiimides able to undergo a plethora of heterocyclization reactions (Hu et al., 2005 , 2006 , 2007 and He et al., 2007 . As a part of our ongoing investigations on the preparation of the heterocyclic compounds, we have synthesized and structurally characterized the title compound. In the crystal structure of title compound two crystallographically independent molecules are found in the asymmetric unit. All ring atoms of pyrrolopyrimidine ring system are coplanar, with a maximum deviation of -0.024Å for atom C12. The phenyl ring and 4-fluorophenyl ring, 2-naphthalenyloxy ring are twisted with the pyrrolopyrimidine rings by 52.30 (11)/49.05 (11)°, 80.94 (10)/88.36 (10)°, 60.58 (7)/83.76 (7)°,respectively. The crystal packing is mainly stabilized by C-H···N (Table 1) .
Experimental
The title compound was obtained in excellent yield via aza-Wittig reaction. Crystals suitable for single-crystal X-ray diffraction were obtained by recrystallization from a mixed solvent of ethanol and dichloromethane (1:2 v/v) at room temperature.
Refinement
All H-atoms were positioned geometrically and refined using a riding model with C-H = 0.93 Å and U iso =1.2U eq (C). 3-(4-Fluorophenyl)-2-(2-naphthyloxy)-4-oxo-5-phenyl-4,5-dihydro-3H-\ pyrrolo [3,2-d] 0.1202 (15) 0.0762 (11) 0.0562 (10) 0.0345 (10) −0.0334 (10) −0.0087 (9) F2 0.0802 (11) 0.0779 (11) 0.0503 (9) 0.0310 (9) 0.0238 (8) 0.0049 (8) N1 0.0551 (13) 0.0349 (11) 0.0331 (11) 0.0134 (9) 0.0049 (9) 0.0099 (9) N2 0.0507 (12) 0.0346 (11) 0.0310 (11) 0.0141 (9) 0.0063 (9) 0.0112 (9) N3 0.0518 (12) 0.0355 (11) 0.0366 (11) 0.0123 (9) 0.0088 (9) 0.0120 (9) 178.2 (3) C50-C49-H49 120.1 C23-C18-C19 120.9 (2) C48-C49-H49 120.1 C23-C18-N3 119.9 (2) C51-C50-C49 120.3 (3) C19-C18-N3 119.2 (2) C51-C50-H50 119.8 C18-C19-C20 119.5 (2) C49-C50-H50 119.8 C18-C19-H19 120.2 C50-C51-C52 120.5 (3) C20-C19-H19 120.2 C50-C51-H51 119.7 C21-C20-C19 119.8 (3) C52-C51-H51 119.7 C21-C20-H20 120.1 C47-C52-C51 118.8 (3) C19-C20-H20 120.1 C47-C52-H52 120.6 C22-C21-C20 120.4 (3) C51-C52-H52 120.6 C22-C21-H21 119.8 C58-C53-C54 120.7 (2) C20-C21-H21 119.8 C58-C53-N6 120.2 (2) C21-C22-C23 120.2 (3) C54-C53-N6 119.2 (2) C21-C22-H22 119.9 C53-C54-C55 120.1 (2) C23-C22-H22 119.9 C53-C54-H54 119.9 C18-C23-C22 119.2 (2) C55-C54-H54 119.9 C18-C23-H23 120.4 C56-C55-C54 118.0 (2) C22-C23-H23 120.4 C56-C55-H55 121.0 C25-C24-C29 120.8 (2) C54-C55-H55 121.0 C25-C24-N2 119.7 (2) C55-C56-C57 123.2 (2) C29-C24-N2 119.5 (2) C55-C56-F2 118.6 (2) C24-C25-C26 119.7 (2) C57-C56-F2 118.2 (2) C24-C25-H25 120.2 C56-C57-C58 118.5 (2) C26-C25-H25 120.2 C56-C57-H57 120.8 C27-C26-C25 118.4 (3) C58-C57-H57 120.8 C27-C26-H26 120.8 C53-C58-C57 119.6 (2) C25-C26-H26 120.8 C53-C58-H58 120.2 C28-C27-F1 119.3 (3) C57-C58-H58 120.2 C28-C27-C26 122.9 (2) C11-N1-C14 113.77 (18) supplementary materials sup-12 Fig. 1 
